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[Put the molecule on main window as solute] DF v % 4 L. [Add water][TRF> %
21)599 %, [Enter # of molecules][Z5001&E A ALIOKIZD)wId B,
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Solvate /Build MD Cell

Put the molecule on main window as solute!
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Mame

#Maol  Position molil  » | Composition

> Add Waker &dd .mal2 File Delete
Simulation Cell | ption
(®) Set Density [gicm™3] e

Set Distance From Solute [nm]
() 5ek Box Size [nm] Irnpark

20,0 0.0 Q0.0

Baox Type cubic v
Total Murnber of Akoms:

Reset | Build | Cancel
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Constraints

constraints hbonds v

Reset Save 0K
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& anergy_ave.log.dos - ATIR -

- JFILE) WREE) BF(0) J|R(NV) ALIH)
@Energy Plot -

Statistics over 75001 steps [ 10.0000 through 60.0000 ps ], 45 data sets

;e'g‘”’e""s - All statistics are over 2501 points
Bond
[ angle 1 e
] Ryckaert 8el. = Ererey Average Err.Est. WED_ TotDrift
B oot | Bond 0.00551545  0.0006 0.00538622 0.000221711 (kJ/mol)
= e Angle 0.0272785  0.0023 0.0105787 -0.00014163 (kJ/mol)
[ Coulomb-{zR) Proper Dih. 0.0127279 0.00026 0.00416163 0.00063524 (kJd/mol)
[E Coul.redp. LJ-14 0.0022082 4e-06 0.00186213 -3.03403e-05 (kd/mol)
[] Potential Coulomb-14 -0.0755454 0.00096 0.00478958 -0.000339302 (kd/mol)
[ Kinetic-En. LJ (SR) 9.08763 0.01 0.31616 -0.0679286 (kJ/mol)
[] Total-Eneray oulomb (SR) -55,5643 0.026 0.3987 0.0610968 (kJ/mol)
[] Temperature Coul. recip. 0.239198 0.00076  0.019262 -0.00156653 (kJ/mal)
[ Pressure Potential -46, 2563 0.024 0.184407 0.00185575  (kJ/mol)
[l Constr.-msd Kinetic En. 7.52638 0.0089 0.161975 -0.0349106 (kd/mol)
I Box i Total Enersy 35,7280 0.020 0.0937769 -0.033055 (kJ/mol)
§ Temperature 300.565 0.35 5.46844  -1.394156 (K)
=Hg == ot s 241304006 2.35:07 1,000k 06 00185608 1
onstr. rms . g- .3e- . e-06 -B. -
Box-X Z.49602 0.0014 0.00820445 -0.0085848 (nm)
[ Autoscale Box-Y 2. 49602 0.0014 0.00820445 -0.0085848 (nm)
- ) Box-Z 2.40602  0.0014 0.00820445 -0.0085848 (rm)
Vo lume 15.5509 0.027 0.153305 -0.160645 (nm 3}
YMIN YMAX Density 989.948 1.7 9.76797 10,1904  (ke/m™3)
pY 0.936499 0.0016 0.00923226 -0.00967426 (kJ/mal)
Redraw Excel Entha lpy -19867 15 45.1116 -16.9669 (kd/mol)
Vir=Xx 1283.74 11 392.512 46,7655  (kd/mol)
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